LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087992.D

Aca On : 13 Jun 2016 19:36

Operator : UM/SJ

Sample : H3419-07 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.735 12 13 19 rVB 20094 30861 2.71% 0.257%
2 1.861 22 24 57 rvB 626183 1137252 100.00% 9.464%
3 4.947 292 294 299 rVB 31913 49817 4.38% 0.415%
4 5.381 329 332 334 rBV 491634 580892 51.08% 4.834%
5 6.422 421 423 426 rBV 572897 570128 50.13% 4._.745%
6 6.559 433 435 437 rBV 788510 658454 57 .90% 5.480%
7 6.799 453 456 458 rBV 550823 747874 65.76% 6.224%
8 6.947 467 469 471 rVB 642493 507685 44.64% 4.225%
9 7.359 502 505 507 rBV 396737 381582 33.55% 3.176%
10 8.079 566 568 571 rBV 967587 965495 84.90% 8.035%
11 9.165 660 663 665 rBV 586400 667163 58.66% 5.552%
12 9.245 667 670 672 rBV 11369 13061 1.15% 0.109%
13 9.553 695 697 700 rVB 224403 213975 18.82% 1.781%
14 9.782 715 717 719 rVB 10241 12932 1.14% 0.108%
15 9.839 719 722 724 rBVY 1180396 1065689 93.71% 8.869%
16 10.273 759 760 762 rVB 22254 16653 1.46% 0.139%
17 10.353 764 767 768 rVB3 11990 12697 1.12% 0.106%
18 10.491 776 779 782 rBV 11069 19907 1.75% 0.166%
19 10.616 788 790 793 rBV2 287288 284585 25.02% 2.368%
20 10.753 800 802 806 rBV2 21799 43221 3.80% 0.360%
21 10.959 814 820 823 rBV3 4948 15514 1.36% 0.129%
22 11.199 839 841 842 rBV 24823 29863 2.63% 0.249%
23 11.313 849 851 855 rBV2 747053 900029 79.14% 7 .490%
24 11.393 855 858 859 rVB2 15868 20838 1.83% 0.173%
25 11.553 869 872 876 rBV3 17239 47123 4.14% 0.392%
26 11.622 876 878 879 rvVv 36400 34503 3.03% 0.287%
27 11.668 879 882 885 rvB4 6899 13283 1.17% 0.111%
28 11.851 896 898 900 rVB3 14040 18330 1.61% 0.153%
29 11.931 903 905 910 rVB 19730 34027 2.99% 0.283%
30 12.022 910 913 915 rBV 18392 30896 2.72% 0.257%
31 12.205 925 929 930 rBvV4 4789 14596 1.28% 0.121%
32 12.376 942 944 946 rBV2 23221 54133 4_.76% 0.451%
33 12.411 946 947 949 rVB2 22141 30381 2.67% 0.253%

34 12.525 955 957 959 rBvV 122253 106833 9.39%% 0.889%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087992.D

Aca On : 13 Jun 2016 19:36

Operator : UM/SJ

Sample : H3419-07 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.571 959 961 964 rvVB4 10864 15913 1.40% 0.132%
36 12.628 964 966 967 rBV2 8710 11630 1.02% 0.097%
37 12.754 974 977 978 rBV 102498 118732 10.44% 0.988%
38 12.788 978 980 981 rvB2 23118 22552 1.98% 0.188%
39 12.902 988 990 992 rBV 576920 511544 44 _.98% 4._.257%
40 13.085 1004 1006 1008 rVB 24851 27852 2.45% 0.232%
41 13.142 1009 1011 1013 rBV2 36221 39311 3.46% 0.327%
42 13.188 1013 1015 1018 rBV2 20583 44250 3.89% 0.368%
43 13.485 1039 1041 1042 rBV 31097 32277 2.84% 0.269%
44 13.954 1079 1082 1083 rBVY 779994 854539 75.14% 7.112%
45 13.977 1083 1084 1085 rVB 44977 31382 2.76% 0.261%

46 15.360 1203 1205 1208 rBV 392694 588411 51.74% 4._.897%
47 16.023 1261 1263 1272 rVB 83961 206073 18.12% 1.715%
48 16.423 1296 1298 1308 rVB 64683 181390 15.95% 1.510%

Sum of corrected areas: 12016128
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087992.D

Aca On : 13 Jun 2016 19:36

Operator : UM/SJ

Sample : H3419-07 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF087992.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087992.D

Aca On : 13 Jun 2016 19:36

Operator : UM/SJ

Sample : H3419-07 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.56 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

6.56 17.61 ng 658454 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 435 (6.559 min): BF087992.D (-433) (-) m/z 132.00 100.00%
5000
68
0w llpw | % ok b ok
40 54 - - - :
Ol 17 87 L35 W | Tm/z 68.10 34.62%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR LA R
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 33.23%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.10 21.97%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R B AR
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 13.58%
5000 og M°
I L 8 I‘;ﬂm,\,\‘l,,m, s 189 S | | SO
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087992.D

Aca On : 13 Jun 2016 19:36

Operator : UM/SJ

Sample : H3419-07 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknownl16.02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.02 7.00 ng 206073 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 22
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 22
3 Amiphenazole 191 C9HON3S 000490-55-1 18
4 2-Fluoro-5-trifluoromethvlbenzoi... 376 C20H28F402 1000338-61-9 14
5 4-Fluoro-3-trifluoromethylbenzoi... 390 C21H30F402 1000338-67-8 14
Abundance Scan 1263 (16.023 min): BF087992.D (-1261) (-) m/z 191.15 100.00%
191
95
5000 69 123
41 163 IR SR SUNLN SRR B
4 218 240 og5 288 319 383 15.80 16.00 16.20 16.40
0! J"“'v"‘v“‘v“‘"‘T*T“‘v—v—uJﬁ—lv—v—v—ﬁ—v—va— m/z 95.10 50.07%
m/z--> 50 100 150 200 250 300 350
Abundance #54044: 5-(p-Aminophenyl)-2-thiazolamine
191
5000 IR SR SUNILN SRR B
15.80 16.00 16.20 16.40
6 m/z 177.10 46 .62%
104 164
.1§..5|1..7‘.7.‘|“.‘.'.”“‘.‘| .‘.. L ————
m/z--> 50 100 150 200 250 300 350
Abundance
191
" 15.80 16.00 16.20 16.40
5000 57 m/z 81.10 44 .87%
107 149
29 81
L S L L L B WA
m/z--> 50 100 150 200 250 300 350
Abundance #54040: Amiphenazole R  RREEEEES e
191 15.80 16.00 16.20 16.40
m/z 123.10 39.45%
5000
121
43 77 } 149
0""Lf“J“Pg'“"LJ“"‘ U U UL U IR SR SUNILN SRR B
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\
Data File : BF087992.D

Aca On : 13 Jun 2016 19:36

Operator : UM/SJ

Sample : H3419-07 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknownl6.42 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.42 6.17 ng 181390 Perylene-di12 15.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 45
2 Silane. dimethvldi(2-propvlpheno... 328 C20H2802Si 1000347-41-8 45
3 4.5-Dihvdrothiazol-4-one. 2-(2-m... 222 C10H10N202S 022476-61-5 38
4 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 35
5 2-Fluoro-5-trifluoromethylbenzoi... 432 C24H36F402 1000338-63-7 27
Abundance Scan 1298 (16.423 min): BF087992.D (-1296) (-) m/z 191.15 100.00%
191
5000
81
109
55 137 163 RN UGN BN BN R
2120317 264 397 328350 397 16.20 16.40 16.60 16.80
o} R T e e B m/z 81.10 35.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191
5000 57 RN UGN BN BN R
16.20 16.40 16.60 16.80
107 149 m/z 95.10 35.39%
0 .2.9.‘|‘. ‘.8‘.‘1.“|“‘. ‘.“ AL ‘i ey N .
m/z--> 50 100 150 200 250 300 350 400
Abundance
191 328
" 16.20 16.40 16.60 16.80
0
5000 135 m/z 69.10 35.26%
163
91 299
oL 3 59 115 011 257
mz-> 50 100 150 200 250 300 350 400
Abundance #78517: 4,5-Dihydrothiazol-4-one, 2-(2-methoxyanilino)- s m s e
191 16.20 16.40 16.60 16.80
m/z 109.10 28.41%
5000
163
46 78 105 134 222
0:::‘::‘::‘:‘::‘Lu‘uuu‘uuuu ——T ——T ——T T
m/z--> 50 100 150 200 250 300 350 400 16,20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061316\
Data File : BF087992.D

Acq On : 13 Jun 2016 19:36

Operator : UM/SJ

Sample > H3419-07 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .56 6.56 17.6 ng 658454 1 6.80 747874 20.0
unknown16 .02 16.02 7.0 ng 206073 6 15.37 588411 20.0
unknownl16 .42 16.42 6.2 ng 181390 6 15.37 588411 20.0
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